Key indicators: single-crystal X-ray study; T = 153 K; mean (C-C) = 0.008 Å; R factor = 0.053; wR factor = 0.209; data-to-parameter ratio = 18.2.
Related literature
For the synthesis, see: Failla et al. (1993) . For a related structure, see: Liu et al. (2006) . For related literature, see: Fonge et al. (2007) ; Georghiou et al. (1996) ; Haynes et al. (2006) ; Kano et al. (1995) ; Kondekar & Potlis (1973 
Data collection
Rigaku R-AXIS RAPID diffractometer Absorption correction: multi-scan (SADABS; Siemens, 1996) T min = 0.208, T max = 0.271 20944 measured reflections 9619 independent reflections 6284 reflections with I > 2(I) R int = 0.046 Refinement R[F 2 > 2(F 2 )] = 0.052 wR(F 2 ) = 0.209 S = 1.01 9619 reflections 528 parameters H-atom parameters constrained Á max = 1.01 e Å À3 Á min = À1.48 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 2; (ii) Àx þ 1; Ày þ 2; Àz þ 1; (iii) Àx þ 1; Ày þ 2; Àz þ 2; (iv) Àx þ 2; Ày þ 1; Àz þ 1. Cg1, Cg4 and Cg7 are the centroids of atoms C1-C4,C9,C10, C17-C22 and C26-C29,C34,C35, respectively.
Data collection: RAPID-AUTO (Rigaku/MSC 2004); cell refinement: RAPID-AUTO; data reduction: RAPID-AUTO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. Fig. 1 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x
0.6255 (5) 0.8719 (5) 112.8 (4) C39-O4-C49 111.6 (4) C10-C1-O1 121.7 (5) C35-C26-O3 120.9 (5) C10-C1-C2 121.6 (5) C35-C26-C27 122.0 (5) O1-C1-C2 116.6 (5) O3-C26-C27 116.9 (5) C8-H8···O2 0.95 2.26 3.197 (7) 168. C11-H11C···Br1 0.98 2.86 3.575 (7) 131. C21-H21···O1 0.95 2.25 3.145 (7) 156. C33-H33···O4 0.95 2.32 3.244 (7) 164. C46-H46···O3 0.95 2.26 3.197 (7) 168.
C5-H5···Cg4 iii 0.95 2.63 3.511 (7) 155.
C49-H49B···Cg7 iv 0.98 2.73 3.505 (7) 136.
C43-H43···Cg1 0.95 2.71 3.625 (7) 161. Symmetry codes: (i) −x+1, −y+1, −z+2; (ii) −x+1, −y+2, −z+1; (iii) −x+1, −y+2, −z+2; (iv) −x+2, −y+1, −z+1. supplementary materials sup-12 Fig. 1 
